Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.055; wR factor = 0.133; data-to-parameter ratio = 17.7.
The asymmetric unit of the title compound, C 21 H 23 N 5 OS 2 , contains two independent chiral molecules. The two phenyl rings of one molecule form a dihedral angle of 51.95 (7) and the distance between their centroids is 4.345 (1) Å . In the other molecule, the phenyl rings form a dihedral angle of 58.79 (8) with a ring centroid-centroid distance of 4.435 (2) Å . An intramolecular O-HÁ Á ÁN hydrogen bond occurs in each independent molecule. The crystal packing is stabilized by and intermolecular N-HÁ Á ÁO and N-HÁ Á ÁS hydrogen bonds and C-HÁ Á ÁS interactions.
Related literature
For crystal engineering studies of similar compounds, see: Deng et al. (2010) ; Wang & Xi (2009) . For the preparation of the title compound, see: Cao et al. (2010) ; Li et al. (2008) .
Experimental
Crystal data C 21 H 23 N 5 OS 2 M r = 425.58 Monoclinic, P2 1 a = 9.0030 (9) Å b = 12.6382 (13) Å c = 18.5830 (2) Å = 100.169 (2) V = 2081.2 (4) Å 3 Z = 4 Mo K radiation = 0.28 mm À1 T = 298 K 0.25 Â 0.20 Â 0.20 mm
Data collection
Bruker SMART 4K CCD areadetector diffractometer 14076 measured reflections 9634 independent reflections 8871 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.133 S = 1.08 9634 reflections 543 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.39 e Å À3 Á min = À0.25 e Å À3 Absolute structure: Flack (1983) , 4300 Friedel pairs Flack parameter: 0.04 (6) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; y þ 1 2 ; Àz þ 2; (ii) Àx þ 2; y À 1 2 ; Àz þ 2; (iii) x þ 1; y; z; (iv) Àx þ 1; y þ 1 2 ; Àz þ 1; (v) Àx þ 1; y À 1 2 ; Àz þ 2; (vi) Àx; y þ 1 2 ; Àz þ 1. Fig. 1 . showing the asymmetric unit, with displacement ellipsoids drawn at the 30% probability level.
Figures
supplementary materials sup-2 (4R,11R)-9-(1-hydroxypropan-2-yl)-4, 11-diphenyl-1,3,5,7,9-pentaazatricyclo[5.3.1.0 4,11 ] 109.3 (2) C29-C28-H28 119.9 N4-C3-S1 126.4 (2) C27-C28-H28 119.9 N2-C3-S1 124.3 (2) C30-C29-C28 120.6 (4) N3-C4-N5 108.0 (2) C30-C29-H29 119.7 N3-C4-S2 126.1 (2) C28-C29-H29 119.7 N5-C4-S2 125.9 (2) C29-C30-C31 120.1 (3) N2-C5-N3 109.1 (2) C29-C30-H30 120.0 N2-C5-C6 112.6 (2) C31-C30-H30 120.0 N3-C5-C6 111.6 (2) C30-C31-C32 120.5 (4) N2-C5-C12
119.9 C35-C34-C33 119.9 (3) C10-C9-H9 119.9 C34-C35-C36 119.6 (4) C9-C10-C11 120.0 (4) C34-C35-H35 120.2 C9-C10-H10 120.0 C36-C35-H35 120.2 C11-C10-H10 120.0 C37-C36-C35 121.1 (4) C6-C11-C10 120.0 (3) C37-C36-H36 119.5 C6-C11-H11 120.0 C35-C36-H36 119.5 C10-C11-H11 120.0 C38-C37-C36 119.3 (3) N5-C12-N4 113.5 (2) C38-C37-H37 120.3 N5-C12-C13 113.8 (2) C36-C37-H37 120.3 N4-C12-C13 111.4 (2) C37-C38-C39 121.0 (4) N5-C12-C5 100.5 (2) C37-C38-H38 119.5 N4-C12-C5 99.4 (2) C39-C38-H38 119.5 C13-C12-C5 117.2 (2) C34-C39-C38 120.2 (4) C18-C13-C14 118.4 (3) C34-C39-H39 119.9 C18-C13-C12 121.9 (3) C38-C39-H39 119.9 C14-C13-C12 119.7 (3) N6-C40-C41 107.5 (2) C13-C14-C15 120.4 (4) N6-C40-C42 117. (3) 130 (3) Symmetry codes: (i) −x+2, y+1/2, −z+2; (ii) −x+2, y−1/2, −z+2; (iii) x+1, y, z; (iv) −x+1, y+1/2, −z+1; (v) −x+1, y−1/2, −z+2; (vi) −x, y+1/2, −z+1. supplementary materials sup-12 Fig. 1 
